LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083468.D

Aca On : 3 Dec 2015 19:18

Operator : UM/I1Z

Sample : 64573-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF113015.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.841 98 101 113 rVB 379144 766024 13.22% 0.973%
2 4.624 254 257 268 rBV 935199 1705644 29.43% 2.166%
3 4.819 268 274 276 rBV 91721 260298 4 ._.49% 0.331%
4 4.967 285 287 291 rVB 76764 110895 1.91% 0.141%
5 5.116 297 300 309 rBVY 3486006 4111756 70.95% 5.222%
6 5.767 355 357 360 rVB 87589 110259 1.90% 0.140%
7 5.950 368 373 378 rBv4 56423 119941 2.07% 0.152%
8 6.156 389 391 393 rBV 179439 168265 2.90% 0.214%
9 6.202 393 395 402 rBVY 3724649 4427757 T76.40% 5.623%
10 6.304 402 404 406 rBV 4203805 4273302 73.74% 5.427%

11 6.522 421 423 426 rBV 1074916 1104528 19.06% 1.403%
12 6.682 435 437 440 rBV 3365853 3305901 57.04% 4_.199%
13 7.024 460 467 469 rvv 468818 1130701 19.51% 1.436%
14 7.105 471 474 476 rVV 2800249 3029045 52.27% 3.847%
15 7.150 476 478 481 rVB 1541857 1693521 29.22% 2.151%

16 7.276 486 489 491 rvv 159652 215550 3.72% 0.274%
17 7.562 512 514 516 rVB 146947 122988 2.12% 0.156%
18 7.630 516 520 526 rVB5 111453 274133 4.73% 0.348%
19 7.733 526 529 531 rBV 248415 353477 6.10% 0.449%
20 7.813 534 536 540 rBV 1501926 1486231 25.65% 1.888%

21 7.950 545 548 552 rBV 509026 598116 10.32% 0.760%
22 8.213 568 571 573 rBV 51665 85915 1.48% 0.109%
23 8.430 585 590 592 rBv2 129409 203834 3.52% 0.259%
24 8.533 596 599 601 rBv2 62270 110655 1.91% 0.141%
25 8.590 601 604 606 rBv4 93983 166423 2.87% 0.211%

26 8.865 626 628 629 rBvV 175774 203698 3.51% 0.259%
27 8.899 629 631 633 rVB 4776714 4449339 T76.77% 5.651%
28 9.219 657 659 661 rBv 318356 348916 6.02% 0.443%
29 9.299 663 666 668 rBY 1564396 1475039 25.45% 1.873%
30 9.402 673 675 679 rBv3 179138 296828 5.12% 0.377%

31 9.516 683 685 686 rBvV 180779 152409 2.63% 0.194%
32 9.562 686 689 691 rvv 1640391 1968436 33.97% 2.500%
33 9.688 697 700 702 rvB2 103737 130159 2.25% 0.165%
34 9.768 702 707 709 rBv4 46485 105261 1.82% 0.134%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083468.D

Aca On : 3 Dec 2015 19:18

Operator : UM/I1Z

Sample : 64573-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.019 722 729 731 rBv4 175072 386299 6.67% 0.491%

36 10.076 731 734 735 rvv2 145068 161872 2.79% 0.206%
37 10.236 742 748 749 rBV2 75414 168903 2.91% 0.215%
38 10.351 755 758 760 rVB 2249492 2578931 44.50% 3.275%
39 10.488 769 770 775 rVB 218096 309033 5.33% 0.392%
40 10.591 777 779 781 rBv2 101553 143188 2.47% 0.182%

41 10.739 790 792 795 rBV2 204853 313314 5.41% 0.398%
42 10.785 795 796 799 rvv 251149 311137 5.37% 0.395%
43 10.831 799 800 803 rvB2 73147 94290 1.63% 0.120%
44 10.979 809 813 815 rvv2 157532 336936 5.81% 0.428%
45 11.093 820 823 825 rBV 1426547 1594040 27.51% 2.024%

46 11.402 847 850 853 rvv3d 310335 417163 7.20% 0.530%
47 11.494 856 858 861 rvB3 109892 185931 3.21% 0.236%
48 11.699 872 876 877 rBv2 175688 289030 4._.99% 0.367%
49 11.756 877 881 883 rvVv 928868 1630014 28.13% 2.070%
50 11.802 883 885 889 rvB 1245179 1970158 34.00% 2.502%

51 12.019 901 904 908 rVvB 78030 137144 2.37% 0.174%
52 12.145 913 915 919 rVB 597412 694419 11.98% 0.882%
53 12.419 936 939 942 rBv2 110015 210101 3.63% 0.267%
54 12.476 942 944 947 rVvv2 104599 153723 2.65% 0.195%
55 12.568 948 952 954 rvv2 74927 153409 2.65% 0.195%

56 12.614 954 956 958 rVvB 165165 201792 3.48% 0.256%
57 12.671 958 961 963 rBvV 903088 1008714 17.41% 1.281%
58 12.717 963 965 966 rvv2 102978 143257 2.47% 0.182%
59 12.751 966 968 976 rVB 273955 640079 11.04% 0.813%
60 12.865 976 978 981 rBV 498802 866125 14.95% 1.100%

61 12.922 981 983 986 rVvB2 148749 240981 4.16% 0.306%
62 13.185 1002 1006 1008 rBV 1985762 3095900 53.42% 3.932%
63 13.414 1024 1026 1031 rVB4 52122 90128 1.56% 0.114%
64 13.562 1035 1039 1041 rBV3 82959 186327 3.22% 0.237%
65 13.928 1068 1071 1073 rVvv4 81165 182357 3.15% 0.232%

66 13.974 1073 1075 1078 rVB3 60297 102467 1.77% 0.130%
67 14.317 1101 1105 1108 rBV5 49812 136539 2.36% 0.173%
68 14.385 1109 1111 1114 rVB 72612 110729 1.91% 0.141%
69 14.465 1114 1118 1121 rBV3 173476 453022 7.82% 0.575%
70 14.522 1121 1123 1126 rVB 130185 169158 2.92% 0.215%

71 14.614 1129 1131 1136 rVB2 238240 507090 8.75% 0.644%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083468.D

Aca On : 3 Dec 2015 19:18

Operator : UM/I1Z

Sample : 64573-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 14.705 1136 1139 1142 rBV 821355 1229467 21.21% 1.561%
73 14.820 1147 1149 1151 rvv2 106463 215468 3.72% 0.274%
74 14.854 1151 1152 1156 rVB 176001 270756 4.67% 0.344%
75 15.482 1204 1207 1212 rBv4 133562 260440 4 _.49% 0.331%

76 15.631 1217 1220 1223 rVV 358630 568897 9.82% 0.723%
77 15.723 1226 1228 1234 rVB3 86218 160932 2.78% 0.204%
78 16.111 1260 1262 1266 rBV3 63674 157234 2.71% 0.200%
79 16.191 1266 1269 1272 rVB 253177 337053 5.82% 0.428%
80 16.248 1272 1274 1276 rBV2 126046 255133 4._.40% 0.324%

81 16.294 1276 1278 1281 rVV 265323 416942 7.19% 0.530%
82 16.363 1281 1284 1289 rVB2 213886 369173 6.37% 0.469%
83 16.568 1299 1302 1311 rBV2 1212824 2794130 48.21% 3.549%
84 16.705 1312 1314 1317 rVV3 128641 306423 5.29% 0.389%
85 16.774 1317 1320 1327 rVB 610425 1009431 17.42% 1.282%

86 17.014 1337 1341 1342 rBV2 171021 322139 5.56% 0.409%
87 17.208 1356 1358 1361 rVB 106164 150742 2.60% 0.191%
88 17.460 1376 1380 1386 rBV 3091451 5795384 100.00% 7.360%
89 17.643 1394 1396 1399 rBV3 75118 151115 2.61% 0.192%
90 17.894 1415 1418 1420 rBV 100468 209978 3.62% 0.267%

91 18.123 1436 1438 1443 rBV2 150102 306239 5.28% 0.389%
92 18.214 1444 1446 1453 rVB6 108980 259294 4._47% 0.329%
93 18.351 1455 1458 1459 rBV 159185 281620 4._.86% 0.358%
94 18.386 1459 1461 1465 rVB 285516 502343 8.67% 0.638%
95 18.454 1465 1467 1471 rBvV4 68910 149212 2.57% 0.190%

96 18.694 1484 1488 1491 rBV 318136 780418 13.47% 0.991%
97 19.311 1538 1542 1554 rVB7 126961 654470 11.29% 0.831%
98 19.529 1557 1561 1565 rBV3 179535 519170 8.96% 0.659%
99 19.883 1588 1592 1596 rVB4 105597 331551 5.72% 0.421%
100 20.329 1627 1631 1640 rVB6 145048 534419 9.22% 0.679%

Sum of corrected areas: 78738517
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF120315\

BF083468.D

3 Dec 2015 19:18

umsiz

G4573-01

10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF083468.D

6.30

5.12 6.68

7.10

(.15 7.81

4.62 6.52

7.95
7.28 756 }L 8.218.48:¢

2.84

4.82.9 L 5.7%5,95°,

0
Time-->

f
7.50

T T
8.00 8.50

2.00 2.50

3.00 3.50

4.00 4.50

1 I U
5.00 5.50 6.00 6.50 7.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF083468.D
8|90

10.35

13.19

O e e e T T T T T T T [T T[]
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00
Abundance TIC: BF083468.D
4000000
17.46
3000000
2000000
16.57
1000000
19.319.53 1988 20.33
N\ A\ N\
O e e e e e [
Time--> 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083468.D

Aca On : 3 Dec 2015 19:18

Operator : UM/I1Z

Sample : 64573-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown2.84 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.

2.84 13.87 ng 766024 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-bromo-4-methvl- 164 C6H13Br 030310-22-6 28
2 Methacrvlamide 85 C4H7NO 000079-39-0 25
3 4-Methvl-1.6-heptadien-4-ol 126 C8H140 025201-40-5 25
4 2.2-Dimethvlvalerovl chloride 148 C7H13CIO 015721-22-9 25
5 Thiazole 85 C3H3NS 000288-47-1 17

Abundance Scan 101 (2.841 min): BF083468.D (-98) (-) m/z 41.10 100.00%

5000
60

260 280 300 320
0 S0 ML m/z 85.10 95.01%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #32161: Pentane, 2-bromo-4-methyl-
43
85
5000

2.60 2.80 3.00 3.20
69 m/z 43.10 65.70%

57
‘\ o 95 107 121 164
,,,,,,,,,,,,,,,,,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
41 85

2.60 2.80 3.00 3.20

o

5000 m/z 39.10 38.09%
69
27 53
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #11044: 4-Methyl-1,6-heptadien-4-ol R B RN mam s B
43 85 260 280 300 320

m/z 60.10 27 .31%

5000
0 | 55 69 .99 109 126

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 2.60 2.80 300 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083468.D

Aca On : 3 Dec 2015 19:18

Operator : UM/I1Z

Sample : 64573-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown4.62 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

4.62 30.88 ng 1705640 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 257 (4.624 min): BF083468.D (-254) (-) m/z 43.10 100.00%
43
59
5000
101
420 4.40 4.60 4.80 5.00
o 3l S8 T 88 | 57 59.10  54.08%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59
420 4.40 4.60 4.80 5.00
m/z 101.10 14 .93%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
420 4.40 4.60 4.80 5.00
5000 m/z 58.10 13.23%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R A B e e e
50 420 4.40 4.60 4.80 5.00
m/z 41.05 9.34%
5000 41
31
| © g
0 ...,..15..,....,....,....,.5:.3..,....,....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083468.D

Aca On : 3 Dec 2015 19:18

Operator : UM/I1Z

Sample : 64573-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 unknown7.02 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

7.02 20.47 ng 1130700 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxetane. 2.2.4-trimethvl- 100 C6H120 023120-44-7 28
2 Oxirane. 2-butvl-3-methvl-. cis- 114 C7H140 056052-93-8 25
3 Butanoic acid. 3-oxo-. l-methvlp... 158 C8H1403 013562-76-0 22
4 Silane. dimethvl- 60 C2H8Si 001111-74-6 17
5 Butanoic acid, 2-hydroxy- 104 C4H803 000565-70-8 17

Abundance Scan 467 (7.024 min): BF083468.D (-460) (-) m/z 59.10 100.00%
43 59
5000 85
71
6.60 6.80 7.00 7.20 7.40
o 5 o e m/z 43.10 87.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3825: Oxetane, 2,2,4-trimethyl-
43 5o
5000

6.60 6.80 7.00 7.20 7.40
m/z 41.10 80.53%

29 85
0...,....,...‘.‘,‘....‘}.l‘..i..‘.‘.i....,....,....,...1.(‘)9... AR LRBRRsaseisEEIEEERE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
55 6.60 6.80 7.00 7.20 7.40
5000 8 m/z 42.10 66.84%
o 63 R 14
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28636: Butanoic acid, 3-oxo-, 1-methylpropy! ester
43 6.60 6.80 7.00 7.20 7.40
m/z 85.10 44 .31%
5000 85
29 57 103
Obrrrprobrrprr ey et e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083468.D

Aca On : 3 Dec 2015 19:18

Operator : UM/I1Z

Sample : 64573-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 unknown7.95 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.

7.95 8.05 ng 598116 Naphthalene-d8 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanamide. 3-methvl- 101 C5H11NO 000541-46-8 38
2 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 36
3 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 36
4 Butanamide 87 C4H9NO 000541-35-5 36
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 548 (7.950 min): BF083468.D (-545) (-) m/z 59.05 100.00%
59
5000 43
71 o7 7.60 7.80 8.00 820
115 : : : :
Obrrrrererrerrprrepr b B4 b g 79 87 | 0TS 138 h7oT 4310 39.35%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4002: Butanamide, 3-methyl-
59
5000 U R U R
44 7.60 7.80 8.00 8.20
m/z 44.10 25.26%
29 86
15 Ll H i 73 | 101
e R AL AR AR RN RS RRARA ALY RARAN AARAN RARSS SRS UAARE A
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
81 IR NARRA NS RAASE SRR
7.60 7.80 8.00 8.20
5000 m/z 97.00 13.52%
41
15
2 51 B g 102

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #4226: 3-Hydroxy-3-methyl-2-butanone R e EEEEN R
59 7.60 7.80 8.00 8.20
m/z 41.10 10.84%
31
5000 43
15
Lo lls ] e & i
SN RPN B | VL2 S PRI SN G . LAl S sashih et
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083468.D

Aca On : 3 Dec 2015 19:18

Operator : UM/I1Z

Sample : 64573-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 9-Hexadecenoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.76 20.45 ng 1630010 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid 254 C16H3002 002091-29-4 90
2 Oxacvcloheptadecan-2-one 254 C16H3002 000109-29-5 90
3 13-Borabicvclol7.3.01tridecane. ... 236 C15H29BO 1000156-41-7 83
4 Mvristoleic acid 226 C14H2602 000544-64-9 83
5 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 74
Abundance Scan 881 (11.756 min): BF083468.D (-877) (-) m/z 55.10 100.00%
5000
97 A
111 11.40 11.60 11.80 12.00
124137 236
0 152165179 194207 221 236249 n/z 4110  57.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #90859: 9-Hexadecenoic acid
41 95
69
5000 R AR SO SUMRN IR
28 nmnmnmnm
m/z 69.10 49.61%
o 124138152165 179 194 219 236 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41 55
69 11.40 11,60 11.80 12.00
5000 83 m/z 83.10 33.41%
97
110 236
m/z--> 25 45 éo 85 160 150 150 160 180 200 220 250 2éo
Abundance #79886: 13-Borabicyclo[7.3.0]tridecane, 13-propoxy-, (2)- ... T T
4 nmnmnmnm
55 m/z 56.10 25.45%
- J\\/\Jj\/\&N,
27
Ot e e e REREE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12.00

8270-BF113015.M Fri Dec 04 16:26:24 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083468.D

Aca On : 3 Dec 2015 19:18

Operator : UM/I1Z

Sample : 64573-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Tetradecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.80 24.72 ng 1970160 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
5 Undecanoic acid 186 C11H2202 000112-37-8 80
Abundance Scan 885 (11.802 min): BF083468.D (-883) (-) m/z 43.10 100.00%
43 60 7B
- J\_/\,«/J\\m
129
97 AR O UL B BN
I *il 15 | 143157171185 199213 57 05 11.40 11.60 11.80 12.00 12.20
0...,....I - m/z 73.10 97 .64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid
60 78
43
5000 129
11.40 11.60 11.80 12.00 12.20
29 m/z 60.10 89.25%
o.?ﬁ.w.“ﬂ”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
- 11140 11.60 11.80 12.00 12.20
5000 m/z 57.10 74 .90%
o 129 242
199
. 101115 | 143457171185 213226
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 2éo
Abundance #65562: Tridecanoic acid R R ma e
43 6078 11.40 11.60 11.80 12.00 12.20
m/z 41.10 73.70%
5000 - e
‘ T? RS ‘ 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083468.D

Aca On : 3 Dec 2015 19:18

Operator : UM/I1Z

Sample : 64573-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 3,7,11-Tridecatrienoic acid... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

12.15 8.71 ng 694419 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.7.11-Tridecatrienoic acid. 4.8... 264 C17H2802 036237-70-4 76
2 Trichothec-9-en-4-ol. 7.8:12.13-... 332 C19H2405 021284-11-7 64
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 003790-71-4 53
4 4-Hexenenitrile. 2.5-dimethvl-2-... 191 C13H2IN 069340-56-3 52
5 1,3-Dioxolan-2-one, 3-methyl-3-(... 264 C16H2403 336879-76-6 50

Abundance Scan 915 (12.145 min): BF083468.D (-913) (-) m/z 41.10 100.00%

69
5000

11.80 12.00 12.20 12.40

(o} m/z 69.10 87 .34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #96910: 3,7,11-Tridecatrienoic acid, 4,8,12-trimethyl-, me...
69
5000 LA L L L L L L L L
121 11.80 12.00 12.20 12.40
93 ‘ m/z 57.10 58.37%
15 221 264
0 ”t,lhjw..ﬂ.H“WJ”M ﬂﬂ.w.ﬂﬂgu}é?n .ﬁ?su....“ SR S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
69
R R e e B
11.80 12.00 12.20 12.40
5000 m/z 55.10 21.45%
41 332

91109 135 175

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #70996: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, (Z,E)- T e
69 11.80 12.00 12.20 12.40
m/z 97.10 15.87%
5000 41
%3 109
o L T N ﬂhnﬂi?é.fei}7?”?9ﬁ?%%” N — St
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11. 80 12. 00 12. 20 12.40

8270-BF113015.M Fri Dec 04 16:26:26 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083468.D

Aca On : 3 Dec 2015 19:18

Operator : UM/I1Z

Sample : 64573-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 unknownl2.67 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.67 12.66 ng 1008710 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Succinoic acid. 2-hvdroxv-3-meth... 204 C9H1605 1000196-85-6 35
2 1-Penten-3-one. 4.4-dimethvl-1-p... 188 C13H160 000538-44-3 27
3 1-Penten-3-one. 4-methvl-1-phenvl- 174 C12H140 003160-32-5 27
4 Silane. ethoxvtriethyl- 160 C8H200Si 000597-67-1 27
5 2-Propenal, 3-(2-methoxyphenyl)- 162 C10H1002 001504-74-1 27
Abundance Scan 961 (12.671 min): BF083468.D (-958) (-) m/z 57.10 100.00%
57 131
85
5000 103
‘ 163180 264 NSNS NS M
3 I ‘ 12.40 12.60 12.80 13.00
ol Lﬁ L bk b, J.lh-'. I 1 W19 222 32831 "m/z 131.10 84.66%
m/z--> 50 100 150 200 250 300 350
Abundance #59187: Succinoic acid, 2-hydroxy-3-methyl-, diethyl ester
131
85
5000 AR AR BN RN B
12.40 12.60 12.80 13.00
29 57 103 m/z 85.10 71.52%
0.“‘.‘ e ‘.‘“.‘. ”‘..l‘. 15\|9|:!'8|6 ——— ——— N ;
m/z--> 50 100 150 200 250 300 350
Abundance
131
12.40 12.60 12:80 13.00
5000 m/z 103.10 44 _25%
103
77
41
o 58 160 188
m/z--> 55 160 1%0 260 2éo 300 350
Abundance #38668: 1-Penten-3-one, 4-methyl-1-phenyl- R RmEns e RREe
131 12.40 12.60 12.80 13.00
103 m/z 91.05 34.08%
5000 77
27 51
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083468.D

Aca On : 3 Dec 2015 19:18

Operator : UM/I1Z

Sample : 64573-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

12.87 10.87 ng 866125 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 78
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
Abundance Scan 978 (12.865 min): BF083468.D (-976) (-) m/z 43.10 100.00%

48 23
5000
129
¥ 185 241 | 12.60 12,80 13.00 13.20
284

o o w20, 1205 T O 82832 0 nsz 73.05  79.31%

5000
12 60 12.80 13.00 13.20
85 sy 224 m/z 60.05 74.60%
|

oL15 = “.‘,2.1‘:?‘..“265.,....,...
m/z--> 5 200 250 300 350
Abundance
73
43

12.60 12.80 13.00 13.20

m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43
1
15 \‘I H‘“ ﬂ“” M\ H 157 ‘

5000 129 m/z 57.10 74.31%
185
97 228
oL15 157 209
B o e L S LA m o
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester L e PR ———
43 12 60 12. 80 13. 00 13. 20

m/z 41.10 66.77%

73
- T NWMW
129
m 'H pb \ ! \7 P s o

) 311 372

ot T L e

m/z--> 50 1 150 200 250 300 350 12 60 12. 80 13. OO 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083468.D

Aca On : 3 Dec 2015 19:18

Operator : UM/I1Z

Sample : 64573-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Cyclopentadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.61 8.25 ng 507090 Chrysene-di12 14.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 91
2 Acetic acid. chloro-. octadecvl ... 346 C20H39CI02 005348-82-3 91
3 Z-5-Nonadecene 266 C19H38 1000131-11-8 91
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 91
5 1-Tricosene 322 C23H46 018835-32-0 91

Abundance Scan 1131 (14.614 min): BF083468.D (-1129) (-) m/z 43.10 100.00%

43 83

3

5000

209 14.20 14.40 14.60 14.80 15.00
230 260 281 328 : y : : '
300 850 m/z 57.10 96.84%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #63051: Cyclopentadecane
55

140 165182

3

5000 | ILI LENLL  LL LL B LL LB B
14.20 14.40 14.60 14.80 15.00
m/z 55.10 87 .40%
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
R B R
14.20 14.40 14.60 14.80 15.00
5000 m/z 83.10 84.37%
111
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #98172: Z-5-Nonadecene R e e
14.20 14.40 14.60 14.80 15.00
m/z 97.10 73.75%
5000
266
o 139 168 193210 238

’ I T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.20 14.40 14.60 14.80 15.00

8270-BF113015.M Fri Dec 04 16:26:28 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083468.D

Aca On : 3 Dec 2015 19:18

Operator : UM/I1Z

Sample : 64573-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Tetradecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.63 9.25 ng 568897 Chrysene-di12 14.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 92
2 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 91
3 Tridecane. 2-methvyl- 198 C14H30 001560-96-9 70
4 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 58
5 Tridecane 184 C13H28 000629-50-5 58
Abundance Scan 1220 (15.631 min): BF083468.D (-1217) (-) m/z 57.10 100.00%
57
5000 ML/A
Jﬂlmg? - 1540 15160 1580 1600
O e e T T e m/z 43.10 74 .25%
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #55008: Tetradecane
57
5000 L UL SIS BN B
15.40 15.60 15. 80 16. oo
m/z 71.10 57.31%
. 14“ }13155198
=

m/z--> 0 100 200 300 400 500 600 700 800

i

Abundance
57
.
15.40 15.60 15.80 16.00
5000 m/z 55.10 39.94%
111
0 155197 253295337 415457499543586 670 755 835
T e e S T T R S e T e e e
miz-> 0 100 200 300 400 500 600 700 800
Abundance #55023: Tridecane, 2-methyl- R AR RRRES T
57 15.40 15.60 15.80 16.00

m/z 85.10 38.51%

5000

=
w
=
[4)]
a1
=
()
[¢¢]
%

T
m/z--> 0 100 200 300 400 500 600 700 800 15.40 15. 60 15. 80 16. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083468.D

Aca On : 3 Dec 2015 19:18

Operator : UM/I1Z

Sample : 64573-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Hexadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.57 55.36 ng 2794130 Perylene-di12 16.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
4 Docosane., 1l1-butvl- 366 C26H54 013475-76-8 90
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 90

Abundance Scan 1302 (16.568 min): BF083468.D (-1299) (-) m/z 57.10 100.00%
57
5000 85 \
USRNSSR SN
113 16.20 16.40 16.60 16.80
141
ol | 1 1] it 109 197 225 258 295 323 352 | n/z 43.10 64.09%
m/z--> 50 100 150 200 250 300 350
Abundance #73968: Hexadecane
57
5000 85 UM SRR BN R
16,20 16.40 16.60 16.80
m/z 71.10 63.01%
oL2 ) 1| L TP 160 197 226
m/z--> 50 100 150 200 250 300 350
Abundance
57
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
16.20 16.40 16.60 16.80
5000 m/z 85.10 44 _78%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #73991: Dodecane, 2-methyl-6-propyl- R AR
57 16.20 16.40 16.60 16.80
m/z 55.10 22 .90%
- I WNL
140
oL 38 | LIS 182 505 226
m/z--> 50 100 150 200 250 300 350 1620 16.40 16.60 16.80

8270-BF113015.M Fri Dec 04 16:26:30 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083468.D

Aca On : 3 Dec 2015 19:18

Operator : UM/I1Z

Sample : 64573-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Eicosane, 10-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.46 114.83 ng 5795380 Perylene-di12 16.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetratriacontane 479 C34H70 014167-59-0 87
Abundance Scan 1380 (17.460 min): BF083468.D (-1376) (-) m/z 57.10 100.00%
57
5000 85 /L\
113 " 17.20 17.40 17.60 17.80
141
ol 3 ,I.j. AT 1 169 197 225 253 205315337 365 77110 66.68%
m/z--> 50 100 150 200 250 300 350
Abundance #115575: Eicosane, 10-methyl-
57
5000 85 L S BN UL UL
17.20 17.40 17.60 17.80
m/z 43.10 61.67%
oL, 38 h L J1}3133 . ,183 211 239 281
m/z--> 50 100 150 200 250 300 350
Abundance
57
" 17.20 17.40 17.60 17.80
5000 85 m/z 85.10 47 _47%
29
0 13 141 169 210 539 266 300
NI I WU SRR UL UL LR SRR
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane R R T
57 17.20 17.40 17.60 17.80
m/z 55.10 22 .38%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1&1;0 200 250 300 350 ' 17,20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083468.D

Aca On : 3 Dec 2015 19:18

Operator : UM/I1Z

Sample : 64573-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Tetracosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.39 9.95 ng 502343 Perylene-di12 16.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Tricosane. 2-methvl- 338 C24H50 001928-30-9 87
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
5 Docosane, 2,21-dimethyl- 338 C24H50 077536-31-3 80
Abundance Scan 1461 (18.386 min): BF083468.D (-1459) (-) m/z 57.10 100.00%
57
13 18.00 18.20 18.40 18.60 18.80
141
ol 30 bl |10 141 109193 230 263283302 326345 378 | o771 10 66.820
m/z--> 50 100 150 200 250 300 350
Abundance #136482: Tetracosane
57
85
5000 LRI U SIS BRI B
18.00 18.20 18.40 18.60 18.80
113 m/z 43.10 58.10%
141
oL ,3,|‘\, | -““-‘“‘. LI 169 197 225 253 281 300 BB
m/z--> 50 100 150 200 250 300 350
Abundance
43
18.00 18.20 18.40 18.60 18.80
5000 71 m/z 85.10 47 .66%
. 9 127 155 183 211 239 267 29° 323
m/z--> §0 160 1%0 260 250 360 3%0
Abundance #114972: Dodecane, 1-iodo- e LA ma s S
57 18.00 18.20 18.40 18.60 18.80
m/z 99.10 14.20%
- T M&j\/\/\/\r/\\
29 155
o Jlj'k"kl}%" rT “1?? rrrr [T LRI SRR SIS SRR B
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083468.D

Aca On : 3 Dec 2015 19:18

Operator : UM/I1Z

Sample : 64573-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 _gamma.-Sitosterol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.69 15.46 ng 780418 Perylene-di12 16.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 98
3 Eraost-5-en-3-ol. (3.beta.)- 400 C28H480 004651-51-8 62
4 Stiamasterol. 22.23-dihvdro- 414 C29H500 1000214-20-7 53
5 Campesterol 400 C28H480 000474-62-4 49
Abundance Scan 1488 (18.694 min): BF083468.D (-1484) (-) m/z 43.10 100.00%
a3
5000 81 105 145 J\/\//\\/\N\
213
303 LI BN UL SURILR B
w 329 355 381 414 18.40 18.60 18.80 19.00
Ol m/z 57.10 59.74%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #159285: .gamma.-Sitosterol
43
5000 81 107 LI BN UL SURILR IR
145 o1s a0 414 18.40 18.60 18.80 19.00 '
‘ | s 255 ‘ 329 g m/z 55.10 59.21%
o) — \‘I 1y IM' i ‘1\“ ] ‘?“I“' ZIVIGI IH : ‘l |3$‘|1 : .“ .M‘
mz-> 0 50 100 150 200 250 300 350 400
Abundance
43
18.40 18.60 18.80 19.00
5000 81 105 m/z 105.10 48.04%
18 145 i s 414
. 173 234255276 303 354 381
mz-> 0 50 100 150 200 250 300 350 400
Abundance #156598: Ergost-5-en-3-ol, (3.beta.)- BT R
43 18.40 18.60 18.80 19.00
m/z 81.10 45.83%
18
olprirk HUR DAL SUNLN SUNILN I
mz-> 0 50 100 150 200 250 300 350 400 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083468.D

Aca On : 3 Dec 2015 19:18

Operator : UM/I1Z

Sample : 64573-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 Z,7Z-4,16-Octadecadien-1-ol ... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.31 12.97 ng 654470 Perylene-d12 16.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z.Z-4.16-Octadecadien-1-ol acetate 308 C20H3602 1000130-95-7 53
2 1H-Imidazol. 1-methvl-2-amino- 97 C4H7N3 006646-51-1 47
3 Octadecanal 268 C18H360 000638-66-4 41
4 13-Oxabicvclol10.1.01tridecane 182 C12H220 000286-99-7 38
5 Z,E-2,13-0Octadecadien-1-ol 266 C18H340 1000131-10-3 38
Abundance Scan 1542 (19.311 min): BF083468.D (-1538) (-) m/z 43.10 100.00%
1 N\/»W—\’w/\/vj\/L/d
5000 109
162 189 218
135 326 TTyTTrTTT T T T T T T T T T
245 o7o 300 363 19.00 19.20 19.40 19.60
(o} m/z 57.10 92 .30%
m/z--> 50 100 150 200 250 300 350
Abundance #121923: Z,Z-4,16-Octadecadien-1-ol acetate
55
81
5000 U AR B BUGRR SRR
mmmmwmmm
109 m/z 82.10 82.69%
o m\h\ Ji \H L53 180 216 248 )67 200308
m/z--> 50 100 150 260 2éo 360 3éo
Abundance
97
" 19,00 19.20 19.40 19.60
5000 m/z 69.10 80.14%
e L L WL IS WL B
m/z--> 50 100 150 200 250 300 350
Abundance #99446: Octadecanal R R ma AR
43 2 19.00 19.20 19.40 19.60
m/z 95.10 68.37%
e M
110
250
138 222
oL Ll \ “ R s o - e
m/z--> 50 1 150 m m 300 350 1%mwmwm%o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083468.D

Aca On : 3 Dec 2015 19:18

Operator : UM/I1Z

Sample : 64573-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 Stigmast-4-en-3-one Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
19.53 10.29 ng 519170  Perylene-d12 16.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Stiomast-4-en-3-one 412 Co9H480 001058-61-3 93

2 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 78
3 Testosterone 288 C19H2802 000058-22-0 78
4 Prean-4-ene-3.20-dione. (8.alpha... 314 C21H3002 003795-19-5 46
5 Pregn-4-ene-3,20-dione, (9.beta.... 314 C21H3002 002755-10-4 35

Abundance

m/z 124.10 100.00%

Scan 1561 (19.529 min): BF083468.D (-1557) (-)
4

5000

19.20 19.40 19.60 19.80
m/z 43.10 70.36%

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #158845: Stigmast-4-en-3-one

5000 LA L L L L L LB L |
19.20 19.40 19.60 19.80
m/z 55.10 49_19%
0
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
R e R RR B
19.20 19.40 19.60 19.80
5000 m/z 229.15 46.59%
288
91 147
174
| ERERSREEN ¥ 71 11807 M T TR
m/z--> 50 100 150 200 250 300 350 400
Abundance #111023: Testosterone L B et
124 19.20 19.40 19.60 19.80
288 m/z 41.10 37.27%
246
5000
a1 79 147
203
o Wzt L Ll
m/z--> 50 100 150 200 250 300 350 400 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083468.D

Aca On : 3 Dec 2015 19:18

Operator : UM/I1Z

Sample : 64573-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 2-Cyclohexene-1-carboxaldeh... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.33 10.59 ng 534419 Perylene-di12 16.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexene-1-carboxaldehvde. ... 220 C15H240 056772-07-7 51
2 1-I1sopropenvl-4_.5-dimethvibicvcl... 330 C21H300S 1000195-85-4 27
3 2(1H)-Naphthalenone. 5-12-(3-fur... 302 C20H3002 059742-40-4 27
4 D-Homoandrostane. (5.alpha..13.a... 274 C20H34 054482-31-4 27
5 p-Menthon-8-thiol 186 C10H180S 033281-91-3 25
Abundance Scan 1631 (20.329 min): BF083468.D (-1627) (-) m/z 69.10 100.00%
69
1 /\/\‘/\\/\u/\w
5000
163
205 326 L
233 274 302 ") 3484¢0 2000 20.20 20.40 20.60
0! m/z 55.10 83.58%
m/z--> 50 100 150 200 250 300 350
Abundance #69579: 2-Cyclohexene-1-carboxaldehyde, 2,6-dimethyl-6-(4-...
69 109
5000 91 IUNNBUNRES USRS
137 162 205 20.00 20.20 20.40 20.60
H ‘ m/z 95.10 77.16%
Ouuul“.‘lHlH.m‘l I\H‘IMI . . |“.k.. —
m/z--> 50 100 150 200 250 300 350
Abundance
95
149 20.00 20.20 20.40 20.60
5000 55 123 205 m/z 123.10 65.85%
29 313
0 76 175 223243262 331
m/z--> éo 160 1%0 260 2éo 360 3%0
Abundance #118801: 2(1H)-Naphthalenone, 5-[2-(3-furanyl)ethylloctahy... L L e e
95 20.00 20.20 20.40 20.60
41 123 m/z 109.10 62.33%
302
5000
T e M\‘/\W
190
149
o...,.ﬂﬂﬂﬂm .»E.. .LJ.... L — S
m/z--> 50 100 150 200 250 300 350 20.00 20.20 20.40 20.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120315\
Data File : BF083468.D

Acq On : 3 Dec 2015 19:18

Operator : UM/1Z

Sample : G4573-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown2 .84 2.84 13.9 ng 766024 1 6.52 1104530 20.0
unknown4 .62 4.62 30.9 ng 1705640 1 6.52 1104530 20.0
unknown7 .02 7.02 20.5 ng 1130700 1 6.52 1104530 20.0
unknown7 .95 7.95 8.1 ng 598116 2 7.81 1486230 20.0
9-Hexadecenoic acid 11.76 20.4 ng 1630010 4 11.09 1594040 20.0
Tetradecanoic acid 11.80 24.7 ng 1970160 4 11.09 1594040 20.0
3,7,11-Tridecatri... 12.15 8.7 ng 694419 4 11.09 1594040 20.0
unknownl2 .67 12.67 12.7 ng 1008710 4 11.09 1594040 20.0
Octadecanoic acid 12.87 10.9 ng 866125 4 11.09 1594040 20.0
Cyclopentadecane 14.61 8.3 ng 507090 5 14.71 1229470 20.0
Tetradecane 15.63 9.3 ng 568897 5 14.71 1229470 20.0
Hexadecane 16.57 55.4 ng 2794130 6 16.77 1009430 20.0
Eicosane, 10-methyl- 17.46 114.8 ng 5795380 6 16.77 1009430 20.0
Tetracosane 18.39 9.9 ng 502343 6 16.77 1009430 20.0
-.gamma.-Sitosterol 18.69 15.5 ng 780418 6 16.77 1009430 20.0
Z,Z-4,16-Octadeca... 19.31 13.0 ng 654470 6 16.77 1009430 20.0
Stigmast-4-en-3-one 19.53 10.3 ng 519170 6 16.77 1009430 20.0
2-Cyclohexene-1-c... 20.33 10.6 ng 534419 6 16.77 1009430 20.0
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